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Organic thin-layered film materials of high dimensional nature are often insoluble.
Therefore, it is difficult to carry out the common structural analysis in a solution such as NMR,
absorption, fluorescence, and IR/Raman spectra. Therefore, it is necessary to perform structural
analysis by combining spectral information measured as in a solid with computational chemistry
simulations. In this project, we have carried out spectral simulations using computational chemistry
for the thin-layered film materials we have synthesized, and applied them to structural analysis by

comparison of them with experimental data.
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